. Selected Bond Lengths (Å) and Twist Angles (º) for the Molecules 1-6 by DFT//B3LYP/6-31G(d) 1. Cartesian coordinates for the molecules 1-6 optimized by DFT, HF, and CIS methods.
DFT:
Molecule 1: C -0.00846000 -0.02224400 0.00026800 C -0.00820600 -0.02167300 1.34560400 H 0.97057900 -0.04087400 -0.47579800 H 0.97101300 -0.03990300 1.82131500 C -1.11772000 0.08578100 -0.93920200 C -2.48573500 -0.18248000 -0.66461300 C -0.74244100 0.49962100 -2.23625800 C -3.38866400 -0.01621100 -1.73022100 C -1.65910900 0.67039700 -3.26216700 H 0.31040600 0.69770800 -2.42183000 C -2.99961400 0.40401200 -3.00084100 H -4.43526800 -0.23979800 -1.57987300 H -1.33166200 0.99513600 -4.24594100 C -1.11711200 0.08715300 2.28539400 C -2.48523600 -0.18130100 2.01152700 C -0.74134900 0.50206000 3.58196700 C -3.38778100 -0.01405300 3.07730800 C -1.65764100 0.67374000 4.60806100 H 0.31157500 0.70025500 3.76699500 C -2.99825900 0.40723500 4.34743000 H -4.43445300 -0.23769300 2.92751000 H -1.32982600 0.99928700 5.59144500 C -3.02243100 -0.79006800 0.67383500 C -4.56406500 -0.73817200 0.67409900 C -2.80025700 -2.32756300 0.67446000 C -5.39230900 0.38212200 0.67379000 C -5.12071500 -2.02642200 0.67472000 C -1.61181700 -3.05270800 0.67458200 C -4.03363800 -3.00911400 0.67494000 C -6.77923100 0.20701000 0.67410100 H -4.96629100 1.38192100 0.67331300 C -6.50785800 -2.20394400 0.67502800 C -1.66415900 -4.45140600 0.67518100 H -0.65258700 -2.54906400 0.67421600 C -4.08482100 -4.40389900 0.67554200 C -7.33309200 -1.07938000 0.67471400 H -7.43165000 1.07604500 0.67386400 H -6.93904100 -3.20166700 0.67551100 C -2. 
